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Plot of the BoNT/A LC inhibition kinetics for 7. 
 
Plot of the BoNT/A LC inhibition kinetics for 8. 
 
 
Figure S1: BoNT/A LC inhibition.  Plots of the kinetics data from determination of the Ki 






Figure S2: Plots of the dose-dependent inhibition of β-hematin formation by 13, 16, 17, and 
CQ. 
 
Table S1: The in vitro cytotoxicities of 1,7-DAAC SMNPIs versus the RAW 264.7 (mouse 
macrophage) cell line, and corresponding Selectivity Indices. 
Compound 
In vitro 
cytotoxicity (nM) SI (IC50)* SI (IC90)* 
 IC50 IC90 D6 W2 TM91C235 D6 W2 TM91C235
1 1155 1842 38.48 133.53 17.37 37.19 39.42 6.55 
7 2148 2571 3.03 1.26 1.06 2.54 0.79 0.84  
8 5260 9657 19.46 6.04 5.15 27.20 5.41 5.48 
9 997 1892 9.64 2.83 18.19 9.00 2.67 2.71 
10 2559 5348 163.93 278.46 167.58 256.87 171.25 205.53 
11 9348 10717 1555.41 2686.21 2815.66 1189.46 1058.99 2827.70 
12 444 444 29.92 57.29 12.95 11.27 17.52 4.66 
13 4945 13645 295.05 609.74 190.93 422.71 487.32 338.75 
14 1474 2109 159.18 211.18 59.34 120.00 93.73 51.16 
15 1866 2108 212.29 339.27 176.87 159.58 137.15 141.19 
16 7481 11029 1430.40 3740.50 929.32 1302.12 1728.68 635.31 
17 10174 29917 1715.68 1662.42 1033.94 2374.36 2601.48 1815.35 



























Table S2. Antiviral 
inhibition provided by select 
1,7-DAAC SMNPIs 
(primary screen data, % 














Compound Calculated Found 
7 (C24H30N6 × 4HCl × 4H2O (620.44)) C 46.46; H 6.82; N 13.55 C 45.99; H 6.70; N 13.54 
8 (C22H26N6 × 4HCl × 2H2O (556.36)) C 47.49; H 6.16; N 15.11 C 47.46; H 5.76; N 15.02 
9 (C28H38N6×4HCl×6H2O (712.58))  C 47.19; H 7.64; N 11.79 C 47.12; H 8.07; N 12.02 
10 (C26H34N6 × 4HCl × 4H2O (648.49)) C 48.15; H 7.15; N 12.96 C 48.08; H 6.68; N 12.67 
1 (C32H46N6 × 4HCl × 2H2O (696.62)) C 55.17; H 7.81; N 12.06 C 54.78; H 7.44; N 11.70 
11 (C30H42N6 × 4HCl × 4H2O (704.60)) C 51.14; H 7.72; N 11.93 C 51.62; H 7.15; N 11.81 
12 (C32H42N6 × 4HCl × 7H2O (782.67)) C 49.11; H 7.73; N 10.74 C 48.86; H 7.46; N 10.78 
13 (C30H38N6 × 4HCl × 11H2O (826.68)) C 43.59; H 7.80; N 10.17 C 44.02; H 7.57; N 10.26 
14 (C34H46N6 × 4HCl × 4H2O (756.67)) C 53.97; H 7.73; N 11.11 C 53.47; H 8.07; N 11.09 
15 (C32H42N6 × 4HCl × 3H2O (710.61)) C 54.09; H 7.38; N 11.83 C 53.45; H 7.79; N 11.79 
16 (C32H42N6O2 × 4HCl × 6H2O (796.65)) C 48.24; H 7.34; N 10.55 C 48.43; H 7.26; N 10.60 
17 (C30H38N6O2 × 4HCl × 4H2O (732.57))) C 49.19; H 6.88; N 11.47 C 49.54; H 6.08; N 11.52 
 S5
HPLC analyses for purity. 
Compounds were analyzed for purity (HPLC) using a Waters 1525 HPLC dual pump system 
equipped with an Alltech, SelectTM degasser system and dual λ 2487 UV-VIS detector.  
Octadecylsilica was used as the stationary phase (Symmetry C18 analytical column, 4.6 × 
150 mm, 5 μm, Ser. No. 021336278136 37).  Eluent was made from solvents 0.2 % formic 
acid in water (A) and methanol (B).  
Compound 1 was eluted using gradient protocol 0-1.5 min 75% A, 3-9 min 75%→25% A, 9-
11 min 25% A, 11-12 min 25% → 75% A, flow 1.00 mL/min, wavelength 385 nm. 
Compounds 6, 7, 8, 12, 14, 16, were eluted using gradient protocol 0-1.5 min 60% A, 1.5-12 
min 60%→40% A, 12-15 min 40 % A, 15-16 min 40% → 60% A, flow 1.00 mL/min, 
wavelength 385 nm. 
Compound 9 was eluted using gradient protocol 0-1.5 min 90% A, 1.5-12 min 90%→10% A, 
12-15 min 10 % A, 15-16 min 10% → 90% A, flow 1.00 mL/min, wavelength 363 nm. 
Compound 10 was eluted using gradient protocol 0-1.5 min 80% A, 1.5-12 min 80%→20% 
A, 12-15 min 20 % A, 15-16 min 20% → 80% A, flow 1.00 mL/min, wavelength 385 nm. 
Compound 11 was eluted using gradient protocol 0-3 min 90% A, 3-9 min 90%→10% A, 9-
11 min 10 % A, 11-12 min 10% → 90% A, flow 1.00 mL/min, wavelength 385 nm. 
Compound 13 was eluted using gradient protocol 0-1.5 min 55% A, 1.5-12 min 55%→45% 
A, 12-15 min 45 % A, 15-16 min 45% → 55% A, flow 1.00 mL/min, wavelength 385 nm. 
Compound 15 was eluted using gradient protocol 0-3 min 85% A, 3-9 min 85%→15% A, 9-
11 min 15 % A, 11-12 min 15% → 85% A, flow 1.00 mL/min, wavelength 360 nm. 
Compound 17 was eluted using gradient protocol 0-1.5 min 95% A, 1.5-12 min 95%→5% A, 
12-15 min 5 % A, 15-16 min 5% → 95% A, flow 1.00 mL/min, wavelength 385nm. 
For data processing, Empower software was used.  All compounds were > 95% pure. 
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